Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.003 Å; R factor = 0.065; wR factor = 0.189; data-to-parameter ratio = 17.0.
Related literature
For general background to the biological activity of benzotriazole derivatives, see: Hirokawa et al. (1998); Yu et al. (2003) ; Kopanska et al. (2004) . For related structures, see: Caira et al. (2004); Freer et al. (1986) ; Katritzky et al. (2001) ; Ö zel Gü ven et al. (2007a Gü ven et al. ( ,b, 2008a Gü ven et al. ( ,b,c, 2010 ; Peeters et al. (1979a Peeters et al. ( ,b, 1996 ; Swamy et al. (2006 Refinement R[F 2 > 2(F 2 )] = 0.065 wR(F 2 ) = 0.189 S = 1.07 7993 reflections 470 parameters H-atom parameters constrained Á max = 0.64 e Å À3 Á min = À0.69 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1, Cg2 and Cg3 are centroids of the C9-C14, C9 0 -C14 0 and C16-C21 rings, respectively. Symmetry codes: (i) x; y; z þ 1; (ii) x þ 1; y; z À 1; (iii) x À 1; Ày À 1 2 ; z À 1 2 ; (iv) x; Ày À 1 2 ; z À 3 2 ; (v) x; y; z À 1.
Data collection: COLLECT (Nonius, 1998); cell refinement: DENZO (Otwinowski & Minor, 1997) and COLLECT; data reduction: DENZO and COLLECT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON (Spek, 2009 Recently, structures containing benzimidazole ring in place of miconazole and econazole have been reported, and these molecules have been shown more antibacterial activity than antifungal activity (Özel Güven et al., 2007a,b) . The crystal structures of miconazole (Peeters et al., 1979a ), ketonazole (Peeters et al., 1979b ), econazole (Freer et al., 1986 ), itraconazole (Peeters et al., 1996 and fluconazole (Caira et al., 2004) have been reported. Recently, we reported crystal structures of related compounds (Özel Güven et al., 2008a,b,c) . Benzotriazole derivatives also exhibit a good degree of analgesic, antiinflammatory, diuretic, antiviral and antihypertensive activities (Hirokawa et al., 1998; Yu et al., 2003; Kopanska et al., 2004) . Crystal structures of benzotriazole ring possessing compounds have been reported (Katritzky et al., 2001; Swamy et al., 2006; Özel Güven et al., 2010) . Now, we report herein the crystal structure of the title benzotriazole derivative.
The asymmetric unit of the title compound In the crystal structure, molecules are stacked along the a-axis ( Fig. 2 ). Weak C-H···π interactions (Table 1) involving the C9-C14, C9'-C14' and C16-C21 rings stabilize the structure.
Experimental
The title compound was synthesized by the reaction of 2-(1H-benzotriazol-1-yl)-1-phenylethanol (Özel Güven et al., 2010) with aryl halide using NaH. 2-(1H-Benzotriazol-1-yl)-1-phenylethanol (200 mg, 0.84 mmol) was dissolved in DMF (4 ml). NaH (33 mg, 0.84 mmol) was added to the solution portionwise. After stirring the mixture a few minutes, 4-chlorobenzyl bromide (171.8 mg, 0.84 mmol) was added dropwise. Then, the reaction mixture was stirred additional 3 h at room temperature. The reaction was stopped by adding methanol (5 ml). After evaporation of the solvent, dichloromethane was added to the reaction mixture and extracted with water. Then, the organic phase was separated, dried, filtered and evaporated. The precipitate formed was purified by column chromatography using chloroform and crystallized from iso-propanol to obtain colorless crystals suitable for X-ray analysis (yield; 137 mg, 46%). 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0245 (10) 0.0243 (9) 0.0197 (9) 0.0029 (7) 0.0006 (7) 0.0003 (7) C1 0.0201 (11) 0.0300 (12) 0.0249 (11) −0.0002 (9) 0.0007 (9) 0.0042 (9) C2 0.0273 (13) 0.0369 (14) 0.0339 (13) 0.0034 (10) −0.0004 (10) 0.0076 (11) C3 0.0301 (13) 0.0263 (12) 0.0428 (15) 0.0051 (10) 0.0040 (11) 0.0040 (11) C4 0.0260 (12) 0.0310 (13) 0.0371 (14) −0.0006 (10) 0.0045 (10) −0.0057 (11) C5 0.0234 (12) 0.0318 (12) 0.0241 (11) −0.0007 (9) 0.0035 (9) −0.0004 (9) C6 0.0182 (10) 0.0247 (11) 0.0239 (11) 0.0010 (9) 0.0018 (9) 0.0026 (9) C7 0.0236 (11) 0.0264 (11) 0.0252 (11) 0.0053 (9) 0.0034 (9) 0.0025 (9) C8 0.0219 (11) 0.0268 (11) 0.0229 (11) 0.0025 (9) 0.0012 (9) −0.0021 (9) C9 0.0185 (11) 0.0250 (11) 0.0193 (10) 0.0029 (8) 0.0031 (8) −0.0047 (9) C10 0.0246 (11) 0.0241 (11) 0.0215 (11) 0.0014 (9) 0.0025 (9) −0.0010 (9) C11 0.0256 (12) 0.0306 (12) 0.0215 (11) 0.0004 (9) −0.0023 (9) −0.0023 (9) C12 0.0280 (12) 0.0278 (12) 0.0205 (11) 0.0059 (9) 0.0038 (9) 0.0013 (9) C13 0.0251 (12) 0.0247 (11) 0.0248 (11) −0.0002 (9) 0.0058 (9) −0.0023 (9) C14 0.0198 (11) 0.0282 (11) 0.0219 (11) 0.0007 (9) 0.0012 (8) −0.0048 (9) C15 0.0226 (12) 0.0290 (13) 0.0569 (17) −0.0013 (10) 0.0100 (11) −0.0076 (12) C16 0.0157 (11) 0.0286 (12) 0.0350 (13) −0.0019 (9) −0.0002 (9) −0.0056 (10) supplementary materials sup-6 C17 0.0203 (11) 0.0381 (13) 0.0237 (11) 0.0015 (10) 0.0027 (9) −0.0016 (10) C18 0.0254 (12) 0.0308 (12) 0.0310 (13) 0.0051 (10) −0.0034 (10) 0.0038 (10) C19 0.0186 (11) 0.0300 (12) 0.0348 (13) 0.0012 (9) −0.0003 (9) −0.0056 (10) C20 0.0201 (11) 0.0342 (13) 0.0285 (12) −0.0028 (9) 0.0032 (9) −0.0037 (10) C21 0.0193 (11) 0.0288 (12) 0.0336 (13) −0.0038 (9) 0.0023 (9) 0.0026 (10) 0.0248 (10) 0.0205 (9) 0.0220 (9) −0.0007 (7) −0.0009 (7) 0.0005 (7) C1' 0.0231 (11) 0.0235 (11) 0.0275 (12) 0.0040 (9) 0.0028 (9) 0.0016 (9) C2' 0.0249 (12) 0.0323 (13) 0.0351 (13) 0.0054 (10) 0.0068 (10) 0.0099 (11) C3' 0.0243 (12) 0.0230 (11) 0.0489 (15) 0.0012 (9) 0.0029 (11) 0.0054 (11) C4' 0.0264 (12) 0.0226 (11) 0.0398 (14) 0.0019 (9) −0.0020 (10) −0.0054 (10) C5' 0.0222 (11) 0.0261 (12) 0.0276 (12) 0.0023 (9) −0.0015 (9) −0.0019 (9) C6' 0.0180 (10) 0.0200 (10) 0.0253 (11) 0.0013 (8) −0.0003 (8) 0.0018 (9) C7' 0.0221 (11) 0.0245 (11) 0.0240 (11) −0.0042 (9) −0.0012 (9) 0.0044 (9) C8' 0.0201 (11) 0.0236 (11) 0.0239 (11) −0.0009 (9) −0.0014 (9) 0.0005 (9) C9' 0.0188 (10) 0.0241 (11) 0.0191 (10) −0.0010 (8) −0.0031 (8) 0.0007 (9) C10' 0.0225 (11) 0.0244 (11) 0.0254 (11) 0.0015 (9) −0.0003 (9) −0.0029 (9) C11' 0.0234 (12) 0.0401 (14) 0.0238 (12) −0.0014 (10) 0.0050 (9) −0.0011 (10) C12' 0.0270 (12) 0.0324 (12) 0.0191 (11) −0.0086 (10) −0.0023 (9) 0.0053 (9) C13' 0.0274 (12) 0.0237 (11) 0.0217 (11) −0.0026 (9) −0.0049 (9) 0.0002 (9) C14' 0.0227 (11) 0.0255 (11) 0.0202 (11) −0.0002 (9) −0.0014 (8) −0.0017 (9) C15' 0.0226 (12) 0.0334 (13) 0.0298 (12) −0.0030 (10) −0.0054 (9) 0.0052 (10) C16' 0.0166 (10) 0.0295 (12) 0.0277 (12) 0.0022 (9) 0.0008 (9) 0.0035 (10) C17' 0.0186 (11) 0.0360 (13) 0.0250 (12) 0.0022 (9) −0.0001 (9) 0.0057 (10) C18' 0.0211 (11) 0.0325 (12) 0.0264 (11) 0.0035 (9) −0.0022 (9) −0.0038 (10) C19' 0.0210 (11) 0.0260 (11) 0.0346 (13) 0.0010 (9) −0.0015 (10) −0.0023 (10) C20' 0.0265 (12) 0.0382 (14) 0.0264 (12) −0.0035 (10) 0.0015 (9) 0.0063 (10) C21' 0.0214 (11) 0.0355 (13) 0.0233 (11) −0.0013 (9) −0.0012 (9) 0.0010 (10) Geometric parameters (Å, °) 108.6 (2) N1'-C1'-C6' 108.51 (19) N1-C1-C2 131.3 (2) N1'-C1'-C2' 131.2 (2) C6-C1-C2 120.1 (2) C6'-C1'-C2' 120.3 (2) C3-C2-C1 117.5 (2) C3'-C2'-C1' 117.2 (2) C3-C2-H2 121.2 C3'-C2'-H2' 121.4 C1-C2-H2 121.2 C1'-C2'-H2' 121.4 C2-C3-C4 121.5 (2) C2'-C3'-C4' 121.9 (2) C2-C3-H3 119.3 C2'-C3'-H3' 119.0 C4-C3-H3 119.3 C4'-C3'-H3' 119.0 C5-C4-C3 121.9 (2) C5'-C4'-C3' 121.6 (2) C5-C4-H4 119.0 C5'-C4'-H4' 119.2
Hydrogen-bond geometry (Å, °)
Cg1, Cg2 and Cg3 are centroids of the C9-C14, C9'-C14' and C16-C21 rings, respectively. 
